Single-crystal X-ray study T = 295 K Mean '(C±C) = 0.003 A Ê R factor = 0.031 wR factor = 0.085 Data-to-parameter ratio = 11.1
The title compound, N-methyltaurine, C 3 H 9 NO 3 S, was isolated from the marine sponge Xestospongia paci®ca from Swain Reefs, Queensland. The crystal structure displays extensive NÐHÁ Á ÁO hydrogen bonding interactions between the amine H atoms and sulfonyl O atoms in the zwitterionic molecule.
Comment
In a recent study, N-methyltaurine is reported to be a major osmolyte in a specimen of the tubeworm Lamellibrachia sp. (Yin et al., 2000) . Osmolytes are small organic molecules that regulate cell volume by countering osmotic pressure exerted by sea water and it seems reasonable to assume that N-methyltaurine performs a similar role in Xestospongia paci®ca.
Molecules of 2-(methylamino)ethanesulfonic acid, (I), crystallize in the zwitterionic form with the sulfonic acid H atom transferred to the N atom ( Fig. 1 and Table 1 ). The bond lengths and angles are in accord with conventional values (Allen et al., 1987) and related structures (Go È rbitz et al., 2000) .
In the crystal structure, the molecules are linked via a number of NÐHÁ Á ÁO hydrogen bonds to form a threedimensional network (Table 2) .
Experimental
Compound (I) was isolated from a methanol extract of the marine sponge Xestospongia paci®ca from Swain Reefs, Queensland. The extract was subjected to repeated gel-permeation chromatography on Sephadex LH-20 in methanol. Crystals of (I) were obtained on slow evaporation of the methanol from the parent fraction; m.p. 520 K (with decomposition). H (400 MHz, DMSO-d 6 , p.p.m.): 4.1 (2H, brs, NH 2 ), 3.16 (3H, s, NÐCH 3 ), 3.14 (2H, t, J 2,1 = 6.4 Hz, H2), 2.77 (2H, t, J 1,2 = 6.4 Hz, H1), (ESMS+): 161.8 (MNa + ), (ESMSÀ) 137.8 (MÐH). Hydrogen-bonding geometry (A Ê , ). 
Crystal data
H atoms were constrained as riding atoms, with CÐH distances of 0.95 A Ê and NÐH distances of 0.85 A Ê . U iso (H) values were set to 1.2U eq for the parent atom.
Data collection: MSC/AFC-7 Diffractometer Control Software (Molecular Structure Corporation, 1999); cell re®nement: MSC/AFC-7 Diffractometer Control Software; data reduction: TEXSAN (Molecular Structure Corporation, 1997±2001); program(s) used to solve structure: TEXSAN; program(s) used to re®ne structure: TEXSAN and SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 1980±2001) and ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: TEXSAN and PLATON.
